Related literature
The crystal structures of three analogous compounds have been published thus far (Alcock et al., 2006; Sathiyanarayanan et al., 2007 Sathiyanarayanan et al., , 2008 . For molecular and crystal symmetry, see Yao et al. (2002) ; Pidcock et al. (2003) ; Narasegowda et al. (2005) ; Schmidt et al. (2006) .
Experimental
Crystal data C 20 H 22 O 2 M r = 294.38 Monoclinic, P2 1 =n a = 5.2241 (5) Å b = 21.6274 (19) Å c = 7.5101 (7) Å = 102.044 (4) V = 829.84 (13) Å 3 Z = 2 Mo K radiation = 0.07 mm À1 T = 295 (2) K 0.22 Â 0.18 Â 0.16 mm
Data collection
Bruker Kappa APEXII diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2004) T min = 0.973, T max = 0.980 7281 measured reflections 1632 independent reflections 1352 reflections with I > 2(I) R int = 0.025 Refinement R[F 2 > 2(F 2 )] = 0.060 wR(F 2 ) = 0.141 S = 1.15 1632 reflections 143 parameters All H-atom parameters refined Á max = 0.20 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2 and SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PLATON.
Comment
We had previously reported a benzenethiol-substituted divinyl analog, ({2-methylidene-3-[(phenylsulfanyl)methyl]but-3en-1-yl}sulfanyl)benzene, (I), possessing a C 2 point-group symmetry at the center of divinyl group. In this series, the title compound 1-methyl-2-({2-methylidene-3-[(2-methylphenoxy)methyl] but-3-en-1-yl}oxy)benzene, (II), is a symmetrically 2-methylphenol-substituted divinyl analog. The present discussion is concerned with the structure of (II). The molecular structure with atom numbering scheme is shown in Fig 1. Three similar compounds have been reported so far. They are:
(a) (I) in space group Pbca (Sathiyanarayanan et al., 2007) ; (b) phenol-substituted divinyl analog i.e., {[2-methylidene-3-(phenoxymethyl)but-3-en-1-yl]oxy}benzene, (III), in space group P2 1 /c (Sathiyanarayanan et al., 2008) ; and (c) 4-(3hydroxy-3-methoxypropyl)phenol-substituted analog, namely, 2,3-bis(4-(2-(methoxycarbonyl)ethyl)phenoxymethyl)buta-1,3-diene, (IV), in space group P 2 1 /c (Alcock et al. 2006; CCDC 277599, private communication) .
The molecular symmetry (C 2 ) is retained in the crystal of (II) and the asymmetric unit is composed of one-half of the molecule (Z' = 1/2) as observed in (I), (III) and (IV). The database analysis has revealed that among organic molecules, there is a persistent tendency for molecular symmetry to be retained in the crystal (Yao et al., 2002) , although exceptions to this trend have also been reported even in case of inversion center that is mostly conserved in the crystal (Narasegowda et al., 2005; Schmidt et al., 2006) . Recent work (Pidcock et al., 2003) has led to the conclusion that the C 2 point group symmetry is conserved in about 60% of the reported cases.
Selected bond distances, angles and conformational parameters are provided in Table. 1. 2-methylphenol (O1/C1-C7) and divinyl [C8/C9/C10/C8 i /C9 i /C10 i ; symmetry code (i): 2 − x, −y, −z] units are coplanar, giving rise to essentially a planar structure of (II). All the three torsion angles describing molecular conformation i.e., C1-C6-O1-C8, C9-C8-O1-C6 and O1-C8-C9-C9 i are trans. The corresponding angles in (IV) are also trans, while in (I) and (III) these angles are [trans, trans and (gauche − or gauche + )] and [trans, gauche − and trans], respectively. Among other differences, the analog (I) exhibits a flip-flop disorder of divinyl group (Sathiyanarayanan et al., 2007) An intra-molecular C10-H10B···O1 hydrogen bond stabilize the structure of (I). Hydrogen bond parameters are provided in Table 2 . Crystal packing is purely governed by weak intermolecular forces. The molecular association via cooperative C8-H8B ··· Cg1 (ii) interactions [symmetry code (ii): 1 + x, y, z] give rise to one-dimensional chain of molecules along a axis. Cg1 is the centroid of (C1-C6) ring. Crystal packing view is diplayed in Fig. 2 .
Experimental
One mole of 2,3-bis(iodomethyl)buta-1,3-diene in DMF was added to two moles of sodium phenoxide in DMF dropwise with cooling. The reaction mixture was stirred overnight at room temperature and poured into crushed ice. The solids were filtered and dissolved in ether. The ether extract was washed with sodium thiosulfate and 10% sodium hydroxide and finally supplementary materials sup-2 with water. The solid product was obtained by removal of ether after drying, which was recrystallized from hexane at room temperature (m.p. 346° K).
Refinement
The positions of all H atoms were freely refined. The distances with H-atoms are in ranges:-C aromatic -H = 0.97 (2)-1.02 (3); C sp 2 -H = 0.95 (3)-1.02 (3); C methyl -H = 0.99 (4)-1.02 (3) and C methylene -H = 1.00 (2)-1.01 (2) Å. Fig. 1 . A view of (I) with the atom-numbering scheme. Displacement ellipsoids are drawn at 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (2) Symmetry codes: (ii) x+1, y, z. Fig. 1 supplementary materials sup-7 Fig. 2 
